[Application of theoretical and synthetic models to cytochrome P450 catalysed metabolic reactions].
In addition to in vivo and in vitro methods, models of structural and theoretical biochemistry as well as bioorganic studies were found to be useful for understanding metabolic activity on a molecular basis. Metabolism of an AChE inhibitor, carbofuran was studied. Product selectivity observed in vitro and in vivo was explained by theoretical methods. Metabolic profiles can be reproduced using P450 mimic synthetic porphyrins. Insight into the mechanism of metabolic reactions might be applied for the identification of metabolically sensitive substructures as well as for the prediction of metabolic profiles.